Synthesis, structure and DFT calculations of 1,2-N-substituted o-carboranes.
A series of 1,2-N-substituted o-carboranes were obtained. The C-C bond lengths of secondary-amino o-carboranes 3 were compared. The relationship between C-C distances and the electron effects of the benzyl groups was discussed. DFT calculations with and without dispersion energy correction show that significant attractive dispersion forces were present, which arise from the skeletons of the o-carborane cages.